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Density functional theory permits the computer Density functional theory permits the computer 
simulation of the structure of matter, including simulation of the structure of matter, including 
large molecules. The first three rungs of a ladder large molecules. The first three rungs of a ladder 
of density functional approximations have been of density functional approximations have been 
constructed from universal exact constraints. constructed from universal exact constraints. 

The third rung achieves uniform high accuracy for The third rung achieves uniform high accuracy for 
atoms, molecules, solids, and surfaces.atoms, molecules, solids, and surfaces.
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